Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.030; wR factor = 0.075; data-to-parameter ratio = 8.7. organic compounds o174 Zipp et al.
The crystal strucure of the title compound, C 7 H 9 NO, displays N-HÁ Á ÁO hydrogen bonds which link molecules related by translation along the b axis, and O-HÁ Á ÁN and further N-HÁ Á ÁO hydrogen bonds which link molecules related by the 2 1 screw axis along the c axis. The resulting combination is a hydrogen-bonded layer of molecules parallel to (011).
Related literature
For the use of amines in the pharmaceutical industry, see: Morissette et al. (2004) . For the use of amines in crystal engineering, see: Bernstein et al. (1999) . For hydrogen-bond motifs, see: Bernstein et al. (1995) ; Etter et al. (1990) .
Experimental
Crystal data C 7 H 9 NO M r = 123.15 Orthorhombic, Pna2 1 a = 22.6222 (9) Å b = 6.0675 (2) Å c = 4.7005 (2) Å V = 645.19 (4) Å 3 Z = 4 Mo K radiation = 0.09 mm À1 T = 173 K 0.46 Â 0.20 Â 0.07 mm
Data collection
Bruker APEXII CCD diffractometer 4682 measured reflections 715 independent reflections 681 reflections with I > 2(I) R int = 0.078 Refinement R[F 2 > 2(F 2 )] = 0.030 wR(F 2 ) = 0.075 S = 1.09 715 reflections 82 parameters 1 restraint H-atom parameters constrained Á max = 0.12 e Å À3 Á min = À0.13 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and SCHAKAL99 (Keller, 1999) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009 ). (Morissette et al., 2004) . The hydrogen bonding capabilities of amines also make them an important component of the crystal engineer's arsenal (Bernstein et al., 1999) .
Structure Reports Online
The title compound (I) is capable of forming hydrogen bonds through the alcohol and amine groups (Fig. 1 ). In this structure, molecules related by translation along the b axis are linked by the N1-H1A···O1 hydrogen bond to form a C6 chain (Etter et al., 1990; Bernstein et al., 1995) along the b axis. In addition, molecules related by the 2 fold screw axis along c, are held together by the O1-H1···N1 hydrogen bond and the N1-H1B···O1 to form a chain of molecules which appear as a stack of molecules when viewed down the c axis (Fig. 2) . The combination of these two hydrogen bonded chains results in a hydrogen bonded layer of molecules parallel to (011).
Experimental
The title compound was purchased from Sigma Aldrich and was recrystallized from dichloromethane and hexane (1:1) to yield colourless needles.
Refinement
With the exception of those involved in hydrogen bonding, all H atoms were first located in the difference Fourier map and then positioned geometrically, and allowed to ride on their parent atoms. Hydrogen bond lengths were set as follows for C-H = 0.95 Å (CH) or 0.99 Å (CH 2 ). Hydrogen atoms involved in hydrogen bonding (N-H and O-H) were located in the difference Fourier map and then allowed to ride on their parent atoms with unmodified N-H and O-H distances.
Isotropic displacement parameters for the H atoms were set as follows: 1.2 times U eq of the parent atom for C and N, and 1.5 times U eq of the parent atom for O. Though the molecule crystallizes in a polar space group it was not possible to determine the absolute conformation of the crystal. As a consequence all Friedel pairs were merged during the final refinements with a SHELXL97 MERG 4 instruction. Fig. 1 . The molecular structure of (I), showing the atomic numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) C7 0.0386 (10) 0.0281 (9) 0.0377 (11) −0.0005 (8) −0.0042 (9) 0.0035 (9) N1 0.0424 (9) 0.0216 (7) 0.0387 (10) 0.0011 (6) 0.0016 (8) 0.0001 (7) O1 0.0387 (7) 0.0284 (6) 0.0380 (8) −0.0055 (5) 0.0009 (7) 0.0009 (6) Geometric parameters (Å, °) 
